Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.027; wR factor = 0.077; data-to-parameter ratio = 6.7.
In the title compound, C 9 H 7 NO 6 , the dihedral angles between the benzene ring and its three substituents are 29.99 (8) for the nitro, 67.09 (8) for the carboxy and 32.48 (10) for the methoxycarbonyl group. In the crystal, one classical O-HÁ Á ÁO and two nonclassical C-HÁ Á ÁO contacts link adjacent molecules, forming a three-dimensional structure.
Related literature
For the bioactivity of the title compound, see : Xu & He (2010) . For related structures, see: Glidewell et al. (2003) ; Wang et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes:
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
supplementary materials Acta Cryst. (2012) . E68, o2404 [doi:10.1107/S1600536812030462] 2-Methoxycarbonyl-6-nitrobenzoic acid Zai-Sheng Lu, Guong-Zhou Zhu, Han Lu and Xiang-Shan Wang Comment 2-(Methoxycarbonyl)-6-nitrobenzoic acid is an important precursor to farm chemicals (Xu & He, 2010) . The X-ray structures of 3-nitrophthalic acid (Glidewell et al., 2003) and its organic adduct (Wang et al., 2006) have been determined previously, however, to our knowledge, no structure of the title compound (I) has been reported. In the molecule of (I), 
A solution of 3-nitrophthalic acid (10.0 g) in acetic anhydride (15 ml) was refluxed for 1 h to obtain 3-nitrophthalic anhydride (8.0 g). Then the product was dissolved in 50 ml anhydrous methanol and stirred at room temperature for 2 h, after which 1 ml concentrated sulfuric acid was dropped into the mixture, refluxed for 24 h, cooled and filtered. The resulting solid was dimethyl 3-nitrophthalate. The filtrate was concentrated and then chromatographed over silica gel (mobile phase: n-hexane:acetone = 1:3). The title compound (I) was collected from mobile phase (1.0 g, m.p. 429-431 K). Crystals of (I) suitable for X-ray diffraction were obtained by slow evaporation of a toluene solution.
Refinement
The H atom bonded to O4 was located in a difference Fourier map and refined freely. All other H atoms were placed in calculated positions, with C-H = 0.93-0.98 Å and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (parent atom). In the absence of significant anomalous dispersion effects, Friedel pairs were averaged.
Computing details
Data collection: SMART (Bruker, 2001 ); cell refinement: SAINT (Bruker, 2001 ); data reduction: SAINT (Bruker, 2001 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008 The structure of (I), showing 30% probability displacement ellipsoids and the atom-numbering scheme. The crystal packing for (I).
2-Methoxycarbonyl-6-nitrobenzoic acid
Crystal data Symmetry codes: (i) x−1/2, −y+1/2, −z+2; (ii) −x+3/2, −y+1, z+1/2; (iii) x+1, y, z.
